ID Tox21_202974

Plate Batch3-SP116046 Well P1-J-07 File SP116046_J007.D

Inj Date: 18 Apr 12 7:47 am

MF C11HI3N MW 159.1

Expected Conc: 3.00 mM

*ELSD _ _
— RT Found ELS% UV % ELS[mg/mL] AdjL[ELS] [N mM]  Adj[CLN] #N
orm. 4
] 0.29 0.0 0.0 1.0
96.5 7 0.34 0.0 0.0 1.0
96 0.66 0.0 0.0 1.0
*CLND 2.12 Yes 0.0 100.0 2.35 mM 2.35mM 1.0
Norm. ] Bt
: W
60 ‘\ | i
] \ sy’
i T T T T T T ‘ Mﬁ vw T
*UV 310 (220 to 400 nm) Comment: Passed
*MS+ 0.218:0.307 min *MS- 0.218:0.307 min
Norm, - Max: 437897 Norm, ~ Max: 134113
80 80
60 o 60 -
e |
40 = ~ 40 =
20 20
O ; - T lJ\ - ‘ ‘ T O ;‘ T ‘ ‘\ T ‘ T T ‘ T
200 400 m/z 100 200 300m/z
*MS+ 0.307:0.635 min *MS- 0.307:0.635 min
Norm. Max: 368557 Norm. Max: 134459
80 80
19 ]
Norm. J | ‘ P 607; R 607;
150000 - | | I T 40 40
17 ~ - 20 20 ‘
100000 — ' .1 dh =)
1 A\ - N\ | 0 — ‘ \ 0 —T —— \
— ST N\ S : 200 400 m/z 100 200 m/z
+EIC MSDJ 1§0, EIC=1598:160.8 N\ L H *MS+ 0.635:0.770 min *MS- 0.635:0.770 min
Norm. ] / 3 Nom. | Q2 Max: 164842 Norm. - Max: 130765
] \/ i go- ™ 80
—] | | 1
400000 | | \ 60 60
200000 / E E
07: e ! oL L L LR !GIHD‘\) ' 1l L1 [ R L L 40 Em ) 40;
T T T T T T I~ B | 3 5 T T T T T 20 4o 204
-EIC MSD2 158, EIC=157.8:158.8 0 v R A e |
_ — ‘ ‘ — ‘ —
Norm. 4 200 400 m/z 100 200 m/z
400 *MS+ 2.089:2.207 min *MS- 2.089:2.207 min
200 ] Norm. = Max: 323344 Norm. - Max: 117310
] 80 80
07 ‘ ‘ ‘ ‘ 60 60
0 1 2 3 min E B
D 403 4 40 -
. . 204 & 20
(& MW Confirmed, Purity>90% o, T o |
— ‘ ‘ — —
Pu b©hem 200 400 m/z 100 200  m/z
\ OpAns_Process.MAC Version A.01.10 - Dec 9, 2010
Page 1of1


http://pubchem.ncbi.nlm.nih.gov/summary/summary.cgi?sid=144210172

	structure: 
	viz: 
	pc: 
	gg: 


